Binding Mode 1 1.1 1.2 1.3 1.13 1.10 1.4 1.9 1.5 1.7 1.11 1.14 1.6 1.8b 1.8a 1.12 1.15 Figure S1 . Ascendant ordering of binding energies obtained at different levels of theory for binding mode 1.
Submitted to Materials, pages S1 -S31 www.mdpi.com/journal/materials Figure S3 . Relationship between binding energies in kcal/mol and the XB local stretching force constant (k a (XB)) in mdyn/Å(a), including others contributions beyond XB (b). Only binding mode 1 dimers (1.1 -1.15) were considered. a Atom-atom specific interaction are hydrogen bond HB; non-specific (NS) interaction involve the mid-point of a bond or a ring-plane (in brackets), r is the distance in Å involving atoms, mid-points or ring-planes, r(vdW) are the sum of Bondi radii of the closest two atoms. Local stretching force constant (k a ) in mdyn/Å, density at the BCP (ρ b ) in e/Å 3 and energy density at the BCP in Hartree/Å 3 . 
